Qualitative Analysis Report

Data Filename  TOX21_400033_TMS 1.D Sample Name NCGC Tox21_400033 from 012 SP109717

Position
User Na

User C

348 Instrument Name 5975C_MR

me Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

hromatograms

x10 6
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Counts vs. Acquisition Time (min)
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213994

Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 3 + Scan (7.406-7.459 min, 10 Scans) TOX21_400033_TMS 1.D Subtract
1.4 63.0
1.2
‘I,
78.0
0.8
0.6 45.0
0.4
29.0 920
0.2 350 192.0
| ‘ Y H 55.0 “ | | 120.0 147.0 170.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4

+ Scan (7.493-7.568 min, 14 Scans) TOX21_400033_TMS 1.D Subtract
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100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.950-8.066 min, 21 Scans) TOX21_400033_TMS 1.D Subtract
1 61.0

2,
151

‘],

73.0
0.5 149.0
5.0 100.0
0 27.0 ] \‘u 1l Ll \‘ ‘ ‘ 120.0 1690 198.0 216.0
20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)

' ‘ Agilent Technologies

Page 2 of 3 Printed at: 12:35 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (9.322-9.374 min, 10 Scans) TOX21_400033_TMS 1.D Subtract

73.0
0.8+

0.6, 105.0

0.4+ 162.9

0.2 45.0

18.0 29.0 || 57.9 88.0 119.9 1349 1470
0 || L ||| | |I‘I|| |||||| |‘| ‘ L0l ‘ ‘l ‘ ‘ |n‘| |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x104 |+ Scan (14.124-14.228 min, 19 Scans) TOX21_400033_TMS 1.D Subtract
2] 195.1
159 180.1
106.0 ’
1,
0.5. 73.0
: 45.0 164.0
0 L Lily T v | L | || 1l | 11 | Il I| 1l I| |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x104 |+ Scan (21.027-21.108 min, 15 Scans) TOX21_400033_TMS 1.D Subtract

81 313.3
75.0

3 43.1 103.0

14 29.1
0 | ” H” |.. "‘I ||... [, . 143.1 1711 1991 227.2 255.2 297.3 ||

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400033_TMS 2.D Sample Name NCGC Tox21_400033 from D12 SP109722
Position 84 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

x10 6 |+ TIC Scan TOX21_400033_TMS 2.D
1.6 1
1.4
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Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.418 min, 9 Scans) TOX21_400033_TMS 2.D Subtract
147.0
3,
251
2,
151 73.0
1,
0.5 66.0 103.0
32.0 45|'0 o] g sea | 1150 1309 1 |
" 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

410 4 |+ Scan (7.488-7.557 min, 13 Scans) TOX21_400033 TMS 2.D Subtract
126.0
6,
5,
4
3 69.0
173.0
2. 78.0
1 450 61.0
: 28.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.731-7.841 min, 20 Scans) TOX21_400033_TMS 2.D Subtract
| 75.0
0.8
0.6- 129.0
04 157.1
105.0
| 45.0
0.2 39.0 61.0 81.0 91.9 120.0 143.0
0 17'1‘ 27'9 I‘.I wl ‘,.l|||‘||| ‘ |II|‘|. ‘.l ‘| ‘ l ll ‘ L — |‘ ‘ |
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.060 min, 22 Scans) TOX21_400033_TMS 2.D Subtract

3,
2.5
2,
1.51
1
0.5
0.(
0 ‘ ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.575-8.651 min, 14 Scans) TOX21_400033_TMS 2.D Subtract

75.0
14

0.8
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.304-9.374 min, 13 Scans) TOX21_400033_TMS 2.D Subtract
1

0.8+
0.6
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20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (9.374-9.449 min, 14 Scans) TOX21_400033_TMS 2.D Subtract
| 73.0
7 103.0
6,
5,
4 187.1
3,
2 43.0 57.0
1 31.0 th2-0 163.0
S IO T I | 135.0 1470 |
0‘ T \\‘ “\\\\ \‘ ‘ “ ‘\‘Hw‘h\ “ Ll ‘\w‘ : ‘ “ y : L : .‘ : : : “
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (8) in "+ TIC Scan"
x103 |+ Scan (11.764-11.827 min, 12 Scans) TOX21_400033_TMS 2.D Subtract
61.0
2,
1.5
14
0.5 5.0 185.0
: 69.0 88.0
0 16|? | ‘.l ||| ‘|J,| | . | | 1290 | | 17:19 | | |
20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (9) in "+ TIC Scan"
x10 4 |+ Scan (14.113-14.205 min, 17 Scans) TOX21_400033_TMS 2.D Subtract
31 195.1
2.5
2 180.1
106.0
1.54
14
73.0
0.5- 45.0 164.0
90.0 122.0 150.0 .
59.0
0 ‘15'0 28.0 AP I RTINS I| ||. |I |Lu Ul | | 136.0 1 |||| || |. | ||

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

«10 4 |+ Scan (21.009-21.102 min, 17 Scans) TOX21_400033_TMS 2.D Subtract
7. 313.3

61 75.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

43.1 103.0
1
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--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400033_TMS 3.D Sample Name NCGC Tox21_400033 from D12 SP109798
Position 84 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400033_TMS 3.D
I 21.416 1

0.8
0.6

0.4 14.463

0.2+
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0
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Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.534-7.557 min, 5 Scans) TOX21_400033_TMS 3.D Subtract
4] 28.0
3 63.0
21 45.0 77.9
18.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x102 |+ Scan (7.557-7.580 min, 5 Scans) TOX21_400033_TMS 3.D Subtract
31 63.0
2.54
2,
1.54
28.0 48.0 o 105.0
14 119.9
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.661-7.702 min, 8 Scans) TOX21_400033_TMS 3.D Subtract
64.0

4l 170.0
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x104 |+ Scan (7.702-7.788 min, 16 Scans) TOX21_400033_TMS 3.D Subtract
4,
3.5
3
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (8.251-8.355 min, 19 Scans) TOX21_400033_TMS 3.D Subtract
3 61.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

«10 3 |+ Scan (12.058-12.139 min, 15 Scans) TOX21_400033_TMS 3.D Subtract
2,
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x104 |+ Scan (14.431-14.518 min, 16 Scans) TOX21_400033_TMS 3.D Subtract
24 195.1
1.5
106.0 180.1
1,
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Spectrum Source
Peak (8) in "+ TIC Scan"

x104 |+ Scan (21.385-21.461 min, 14 Scans) TOX21_400033_TMS 3.D Subtract
75.0
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3,
24 431 103.0
1 i
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Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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